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(P)aBontoums ceobogHoro n/o
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(P)aBontoums ceobogHoro n/o

@ Habop uHcTpymenToB ansa peanusauyum ngeli
o Habop ugeii v npuHuyunos, kak opraHnsosatb paboty
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MpUMEHMMOCTb NPUHLMMOB OTKPLITOrO M/0 ANSt HayHHbBIX

nccnegoBaHuii

Hayka — npuHumnnansHO OTKPbITOE MepPONpUsITUE:
@ OCHOBaHa Ha OTKPLITOM OBCY>XXAEHUN U AENOBOW KPUTMKE;

@ OCHOBaHa Ha mybnmkaunm pesynbTaToB;

@ OCHOBaHa Ha NOC/A€AOBATE/IbHOM UCNONb30BAHNN PE3YNbTATOB.
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Bosnukoneenne COD’a

SDPD mailing list: Open crystallographic database - a role for whom?

> When crystallographers will be tired to buy all these fragmented
> databases, maybe they will do something. A role for IUCr 7 If not, a
> role for whom ?

armellebail (Armel Le Bail) Wed Feb 12, 2003 7:24 pm

But what if crystallographers work together to establish a public
domain database with all relevant crystallographic data? This would
not only overcome the current situation with ’fragmented’ databases,
it would also prevent for becoming dependent from monopolists.

What would be needed?

1. A small team of engaged scientists with some experience in database
and software design to coordinate the project.

2. The authors (i.e. the scientific community = YOU) who provides the
project with database entries (note, that if you have’nt sold your
experimental results exclusively, you are free to distribute the data
to such a database, even if they have already been part of a
publication - and a lot of good data have never been published).

3. Free software a) for maintaining the database, b) for data
evaluation and calculation of derived data (e.g. calculated powder
pattern from crystal structures for search-match purposes), c) for
browsing and retrieval.

gemstonede (Dr. Michael BERNDT) Fri Feb 14, 2003 1:26 pm
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http://tech.groups.yahoo.com/group/sdpd
http://tech.groups.yahoo.com/group/sdpd/message/1016
http://tech.groups.yahoo.com/group/sdpd/message/1010
http://tech.groups.yahoo.com/group/sdpd/message/1016

Crystallography Open Database

VlHI/ILl,I/IaTI/IBa L CHU3Y>»

http://www.crystallography.net/

Cebiwe ~217 000 3anuceii (Ha 14.02.2013)

179 3aperncTpupoBaHHbIX NOJAb30BATENA

23 penosuTopa (nomectusline xoTst 6bl OAHY CTPYKTYpY)
B 2012 r.:

o nomeuteHo >56 000 HoBbIX cTpyKTYp
(Ha 26 000 Gonblue, Hem B NPOLLIOM roAy)
o 16 akTuBHbLIX AENO3UTOPOB
(nomectuswme xots 661 ogHy cTpykTypy B 2012 1)
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http://www.crystallography.net/

Copepxumoe basbl ganHbix COD

C O® Crystallography Open Database

COD Home CIF Information Card
o~
Mt Information card for 4079785
O7978 <« LOTOTEF »a AL00KIG
—

seatch Preview

Mitrugwjsesuze
prapublicariors.

Documentation

ez e
Ubziniog Lenn
Cilicy 200

COF Mz
dhices to domators

Coorumatss <l

Structure parameters

el 1
Caleudaled loreai COT:20 DG T
it cacin e lorers ol Argl siisl ]

Nakarégter, Samio; Seh ok
Hrenamstallies

Veur ul pubialive
ol vohima
Jouarnd tsse

b

6/13



Peanuzauus

_—_ Bnewnue Beb-cepsepa
— Hanp. Harnbl [UCT]
2005638.cif ‘ ‘ (Hanp. xyp )

. ”," \
— MysaL : P

rsync, svn, http (anonymous) CIF
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Bo3mMoxkHble MPUMEHEHINA

@ VYTou4HeHUs1 CTPYKTYyp Monekys benka
o [lpoBepka gaHHbIX

@ lMouckn «u4épHoro nebeas>»

H = «Bce nebean bensie» (0bbiunbIi cny4qaii)
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Bo3mMoxkHble MPUMEHEHINA

@ YTOouHEHUs1 CTPYKTYp Monekyn benka
o [lpoBepka paHHbIX

o [Mouckn «u4épHoro nebeas>»

H = «Bce nebegn benvie» (0bbIYHbIA cayqaii)
D = «3ameueH 4épHbiii nebeab» — owmnbKa UAM HOBbIA, HEW3BECTHBIN Cyqaii?
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[Mprmep:

MenTuaHble cBsizn — mogens 6enkos

Peptide bond lengths (480 observations)
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[Mprmep:

MenTuaHble cBsizn — mogens 6enkos

Peptide bond lengths (480 observations)
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COD 4024607, 1 = 1.4224 A

No of observations

length, A
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http://www.crystallography.net/cod/4024607.html

[Mprmep:

MenTuaHble cBsizn — mogens 6enkos

Peptide bond lengths (480 observations)

No of observations

length, A

COD 7203041, 1 = 1.2727 A
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http://www.crystallography.net/cod/4024607.html
http://www.crystallography.net/cod/7203041.html

[pyroii npumep:

Vrnepog ¢ BaneHtHocTbio 6 (17)

Mbi Habatogaem aTombl yriepoga, umerowme 6 coceaeii Ha paccTosHNN
KoBaneHTHoli cesizm.(?)
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Hpyroii npumep:

Vrnepog ¢ BaneHtHocTbio 6 (17)

Mel Habntogaem aTombl yrnepoga, umMerowme 6 coceneli Ha paccTosHUM
koBasneHTHoli cesizn.(!)

COD 7015488 COD 7015654
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http://www.crystallography.net/cod/7015488.html
http://www.crystallography.net/cod/7015654.html

3a4em 3TO Hy»KHO?

Hogble matepuansi (Hnp.
NOJYNpPOBOSHMKN)

Hoeble nekapcTBa
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Cpefa anst Hay4YHOro COTPYAHUYECTBa BO BCEM MUpe
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Bnarogapto 3a BHumanme!

A path to freedom: GNU — Linux — Ubuntu — MySQL — R — IATEX— Beamer



